Interplay between edge-to-face aromatic and hydrogen-bonding interactions.
The interplay between two important noncovalent interactions involving aromatic rings is studied by means of MP2/6-31++G** ab initio calculations. They indicate that synergistic effects are present in complexes where edge-to-face aromatic interactions and hydrogen-bonding interactions coexist. These synergistic effects have been studied bu using the atoms in molecules theory and the molecular interaction potential with polarization partition scheme. Experimental evidence for such interactions has been obtained from the Cambridge Structural Database.